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charge-solvated structure increases with metal cation size 
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Stability trend of charge-solvated versus salt-bridge structures in alkali metal cationization is 
reversed for aliphatic versus functionalized amino acids as shown by IRMPD-spectroscopy and 
computational modeling. 
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The structure of doubly protonated vancomycin antibiotics with its cell-wall precursor analogue 


Ac,'K°APA has been investigated in the gas phase through a combined laser spectroscopy, ion 
mobility and theoretical modeling approach. 
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Three techniques - IRMPD, argon-tagging, and infrared laser-assisted photodissociation 
spectroscopy (IRLAPS) - are used to measure the vibrational spectra of Ag*(CH,OH) produced under 
identical conditions. 
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Infrared spectra and accompanying DFT calculations for the Mn(CH,),* (n = 1-6) clusters suggest 
that they consist of intact methane molecules attached to a Mn* cation core in its 7S (4s'3d5) ground 
electronic state. 
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Wavelength-dependent fragmentation patterns of lithiated, glucose-containing disaccharides, 


produced with a tunable CO, laser, can be used to distinguish both linkage position and anomeric 
configurations of the disaccharides. 


Infrared spectroscopic characterization of the oxidative 
dehydrogenation of propane by V,0,,* 


Torsten Wende, Jens Dobler, Ling Jiang, Pieterjan Claes, 
Ewald Janssens, Peter Lievens, Gerard Meijer, Knut R. Asmis, 
Joachim Sauer 
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Metal-ion complexes of dialanine and dialanine are reported for alkali and alkaline earth ions. 
Metal/ligand interaction effects on conformations and normal mode frequencies are determined 
using IRMPD spectroscopy combined with computation. 
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The effects of halide ions on the zwitterion stability of Glu, His and Arg were investigated using 
IRMPD spectroscopy and hybrid density functional theory. 
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Diagnostic vibrations for alkaline earth-tryptophan dimers, M?*Trp,, confirm mixed CS/ZW (charge 
solvation/Zwitterion complexes for Mg and Ca, as opposed to CS/CS for Sr and Ba. 
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The gas-phase structures of protonated complexes of uracil and five thiouracils are examined via 
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> IRMPD spectra are reported for three phenylalanine analogs following both gas-phase and 
solution-phase H/D exchange reactions. ® Gas-phase exchange results exclusively in replacement 
of the carboxylic acid H with D. ® Solution-phase exchange leads to replacement of carboxylic acid, 
amide, and amine hydrogens. 
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